Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.004 Å; disorder in main residue; R factor = 0.043; wR factor = 0.113; data-to-parameter ratio = 11.1.
In the title compound, C 17 H 10 F 6 N 4 O 2 S, an intramolecular N-HÁ Á ÁN hydrogen bonds forms an S(5) ring whereas N-HÁ Á ÁO and C-HÁ Á ÁS interactions complete S(6) ring motifs. The dihedral angle between the fused ring system and the phenyl ring is 6.68 (8) . In the crystal, the molecules are dimerized due to N-HÁ Á ÁO interactions.interactions are present between the benzene rings [centroid-centroid distance = 3.6913 (15) Å ] and between the five membered ring and the trifluoromethyl)phenyl ring [centroids-centroid distance = 3.7827 (16) Å ]. One of the trifluoromethoxy F atoms is disordered over two sites with occupancy ratio of 0.76 (3):0.24 (3). The F atoms of the p-trifluoromethyl substituent are disordered over three sets of sites with an occupancy ratio of 0.70 (2):0.152 (11):0.147 (13) .
Related literature
For background to the synthesis, see: Pervez et al. (2009 Pervez et al. ( , 2010b . For a related structure, see: Pervez et al. (2010a) . For graph-set notation, see: Bernstein et al. (1995) .
Experimental
Crystal data C 17 H 10 F 6 N 4 O 2 S M r = 448.35
Triclinic, P1 a = 7.5452 (11) Å b = 8.3177 (13) Å c = 16.048 (2) Å = 104.452 (6) = 94.752 (7) = 103.606 (7) V = 937.1 (2) Å 3 Z = 2 Mo K radiation = 0.25 mm À1 T = 296 K 0.32 Â 0.24 Â 0.22 mm
Data collection
Bruker Kappa APEXII CCD diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2005) T min = 0.942, T max = 0.952 13964 measured reflections 3351 independent reflections 2191 reflections with I > 2(I) R int = 0.045 Refinement R[F 2 > 2(F 2 )] = 0.043 wR(F 2 ) = 0.113 S = 1.02 3351 reflections 302 parameters 11 restraints H-atom parameters constrained Á max = 0.24 e Å À3 Á min = À0.24 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). 
Comment
In continuation of our earlier studies on the synthesis of biologically important N 4 -arylsubstituted isatins-3-thiosemicarbazones (Pervez et al., 2009 (Pervez et al., , 2010b (Pervez et al., , 2010c , here we report the synthesis and crystal structure of the title compound (I, Fig. 1 ).
The crystal structure of (II) i.e. 4-(5-chloro-2-methylphenyl)-1-(2-oxo-5-(trifluoromethoxy) indolin-3-ylidene) thiosemicarbazide has been published (Pervez et al., 2010a) . The title compound (I) differs from (II) due to the presence of trifluoromethyl group at position-4 instead of methyl and chloro functions at position-2 and -5, respectively, of the phenyl ring substituted at N 4 -of the thiosemicarbazone moiety.
In (I), the 2-oxoindolin A (C1-C8/N1/O1), thiosemicarbazone moiety B (N2/N3/C10/S1/N4) and the phenyl ring C (C11-C16) having p-trifluoromethyl function are planar with r. m. s. deviations of 0.0402, 0.0184 and 0.0119 Å, respectively. The dihedral angle between A/B, A/C and B/C is 6.78 (9), 6.68 (8) and 13.42 (10)°, respectively. Due to intramolecular H-bondings (Table 1, Experimental 4-(4-Trifluoromethylphenyl)thiosemicarbazide (0.94 g, 4.0 mmol) dissolved in ethanol (10 ml) was added to a hot solution of 5-(trifluoromethoxy)indolin-2,3-dione (0.92 g, 4.0 mmol) in 50% aqueous ethanol (20 ml) containing a catalytic quantity of glacial acetic acid. The reaction mixture was then refluxed for 2 h. The yellow powder formed during refluxing was collected by suction filtration. Thorough washing with hot aqueous ethanol afforded the title compound (I) in pure form (1.34 g, 75%), m.p. 513 K. The yellow crystals of the title compound for x-ray analysis were obtained from the solution of ethyl acetate-petroleum ether (2:5) at room temperature by diffusion method.
Refinement
The refinement dictated that only one F-atom of trifluoromethoxy group and all F-atoms of p-trifluoromethyl function are disordered. The best result is obtained if F-atom of trifluoromethoxy group is refined over two set of sites with occupancy ratio of 0.76 (3):0.24 (3) with equal anisotropic thermal parameters. Similarly to get the best result F-atoms of p-trifluoro-supplementary materials sup-2 methyl function are treated disordered over three set of sites with occupancy ratio of 0.70 (2):0.152 (11):0.147 (13). In these sets, the minor groups are treated anisotropically with equal thermal parameters and the major group as anisotropic having different thermal parameters.
The H-atoms were positioned geometrically (N-H = 0.86 Å, C-H = 0.93 Å) and refined as riding with U iso (H) = xU eq (C, N), where x = 1.2 for all H-atoms. 
